Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.011 Å; R factor = 0.068; wR factor = 0.157; data-to-parameter ratio = 15.6.
Experimental
Crystal data Refinement R[F 2 > 2(F 2 )] = 0.068 wR(F 2 ) = 0.157 S = 1.00 4778 reflections 307 parameters H-atom parameters constrained Á max = 0.57 e Å À3 Á min = À0.62 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz; (ii) Àx þ 2; Ày þ 1; Àz þ 1.
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1989); cell refinement: XCAD4 (Harms & Wocadlo, 1995); data reduction: XCAD4; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXL97.
Figure 1
The molecular structure of (I) with displacement ellipsoids for non-H drawn at 70% probability level.
Figure 2
Packing diagram of the title compound. supplementary materials sup-3 Acta Cryst. (2012) . E68, o604 where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.57 e Å −3 Δρ min = −0.62 e Å −3 Special details Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
(E)-1-{4-[Bis(4-bromophenyl)methyl]piperazin-1-yl}-3-(4-ethoxyphenyl)prop-2-en-1-one

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Br1 −0.31209 (9) 0.97529 (9) (15) C2 0.1658 (7) 0.8848 (7) 0.2841 (5) 0.0395 (17) C3 0.1050 (7) 0.7871 (7) 0.3459 (6) 0.0832 (7) 1.0110 (7) 0.2674 (6) 0.060 (2) H7A 0.1246 1.0789 0.2280 0.072* C8 0.3295 (6) 0.8018 (7) 0.1241 (6) 0.0378 (17) C9 0.3366 (7) 0.6702 (7) 0.1330 (6) 0.0488 (19) H9A 0.3403 0.6124 0.2010 0.059* C10 0.3382 (7) 0.6244 (7) 0.0428 (6) (7) C19-H19A 0.9300 C2-C3 1.360 (9) C20-C21 1.448 (9) C2-C7 1.370 (9) C20-H20A 0.9300 C3-C4 1.404 (9) C21-C22 1.378 (9) C3-H3A 0.9300 C21-C26 1.379 (9) C4-C5 1.346 (10) C22-C23 1.355 (9) C4-H4A 0.9300 C22-H22A 0.9300 C5-C6 1.380 (10) C23-C24 1.371 (9) C6-C7 1.364 (9) C23-H23A 0.9300 C6-H6A 0.9300 C24-C25 1.375 (9) C7-H7A 0.9300 C25-C26 1.354 (8) C8-C13 1.372 (9) C25-H25A 0.9300 C8-C9 1.388 (9) C26-H26A 0.9300 C9-C10 1.373 (9) C27-C28 1.462 (10) C9-H9A 0.9300 C27-H27A 0.9700 C10-C11 1.351 (9) C27-H27B 0.9700 C10-H10A 0.9300 C28-H28A 0.9600 C11-C12 1.371 (10) C28-H28B 0.9600 C12-C13 1.379 (9) C28-H28C 0.9600 C12-H12A 0.9300
